2008src0391 by Coles, Simon J. et al.
Table 1.  Crystal data and structure refinement for 2008src0391.
Identification code 	2008src0391 (308-481-A)






Unit cell dimensions	a = 8.0877(2) Å	a= 104.5170(10)º.
	b = 8.4452(2) Å	b= 101.3800(10)º.






Crystal size	0.60 x 0.40 x 0.20 mm3
Theta range for data collection	2.96 to 27.50º.
Index ranges	-10<=h<=10, -10<=k<=10, -12<=l<=12
Reflections collected	11615
Independent reflections	2389 [R(int) = 0.0312]
Completeness to theta = 27.50º	99.6 % 
Absorption correction	Semi-empirical from equivalents
Max. and min. transmission	0.7798 and 0.5073
Refinement method	Full-matrix least-squares on F2
Data / restraints / parameters	2389 / 0 / 127
Goodness-of-fit on F2	1.133
Final R indices [I>2sigma(I)]	R1 = 0.0292, wR2 = 0.0777
R indices (all data)	R1 = 0.0312, wR2 = 0.0786
Largest diff. peak and hole	0.349 and -0.655 e.Å-3

P1-P2 = 2.778, P2-P3 = 2.732, P1-P3 = 2.773, max deviation from mean plane = 0.098 (N2).




Table 2.  Atomic coordinates ( x 104) and equivalent isotropic displacement parameters (Å2x 103)














































































Table 4.   Anisotropic displacement parameters (Å2x 103)for 2008src0391.  The anisotropic




C(1)	17(1) 	17(1)	14(1) 	6(1)	9(1) 	10(1)
C(4)	13(1) 	14(1)	7(1) 	5(1)	3(1) 	2(1)
C(5)	14(1) 	17(1)	11(1) 	1(1)	6(1) 	5(1)
N(1)	11(1) 	7(1)	6(1) 	2(1)	3(1) 	4(1)
N(2)	14(1) 	7(1)	7(1) 	1(1)	4(1) 	4(1)
N(3)	16(1) 	6(1)	7(1) 	2(1)	5(1) 	4(1)
O(1)	8(1) 	12(1)	8(1) 	1(1)	4(1) 	1(1)
O(2)	19(1) 	21(1)	16(1) 	7(1)	6(1) 	6(1)
P(1)	7(1) 	6(1)	5(1) 	1(1)	2(1) 	1(1)
P(2)	8(1) 	6(1)	5(1) 	2(1)	1(1) 	2(1)
P(3)	9(1) 	6(1)	6(1) 	1(1)	2(1) 	3(1)
Cl(1)	16(1) 	14(1)	12(1) 	7(1)	2(1) 	8(1)
Cl(2)	14(1) 	9(1)	9(1) 	-2(1)	1(1) 	4(1)
Cl(3)	13(1) 	18(1)	20(1) 	5(1)	3(1) 	10(1)
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